
PyRx/ AutoDock VINA Virtual Screen:

DEL Unwindase compounds 



RA-0003509-01

• Minimum binding free energy = -9.4 kcal/mol
• DEL Screen: 72%inhibition at 20 mM 



RA-0003491-01

• Minimum binding free energy = -8.8 kcal/mol
• DEL Screen: 89%inhibition at 20 mM 
 



RA-0003487-01

• Minimum binding free energy = -8.4 kcal/mol
• DEL Screen: 50%inhibition at 20 mM 
 



RA-0003439-01

• Minimum binding free energy = -8.8 kcal/mol
• DEL Screen: 82%inhibition at 20 mM 
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